Average H-Bond Profile in Folded Peptides
(c) (d) Figure S4 . The average number of h-bonds within the top four lowest energy conformations of (a) hexamer (SNLHPK), (b) octamer (CSIVEDGK), (c) NFO4 (VYMNRKYYKCCK), and (d) 13-mer (GPAGIDGPAGIRC) identified from IC analysis of an accelerated sampling simulations. The blue bars represent the inter-molecular hbonds within the peptide segments. The green bars indicate the H-bonds between the solvent and the peptides. The estimates are based on the mean of 50 frames of the respective models.
Secondary Structural Preference of the Folded Peptides
(c) (d) Figure S5 . Secondary structure preference of each residues within the top four lowest energy conformations of (a) hexamer (SNLHPK), (b) octamer (CSIVEDGK), (c) NFO4 (VYMNRKYYKCCK), and (d) 13-mer (GPAGIDGPAGIRC) that were identified from IC analysis of an accelerated sampling simulations. Each panel contains four sub-panels, with '1' representing Model 1, '2' representing Model 2, '3' representing Model 3, and '4' representing Model 4. The x-axis represents the amino acid residue position within the peptide. The y-axis represents the average number of secondary structural elements. The color codes for the secondary structural elements are: helix (blue), sheets (red), coil/random loop (green). The estimates are based on the mean of 50 frames of the respective models.
2. Peptide-Hapten Binding Simulations.
Radial Distribution of Water Around the Bound Complex
(g) (h) Figure S6 . RDF of water around the top four lowest energy configurations of (a,b) hexamer (SNLHPK), (c,d) octamer (CSIVEDGK), (e,f) NFO4 (VYMNRKYYKCCK), and (g,h) 13-mer (GPAGIDGPAGIRC) when bound to (a,c,e,g) OTA and (b,d,f,h) OTB. RDF represents the density of water as a function of the distance from the complex's center of mass (COM). The estimates are based on the mean of 50 frames of the respective models.
Root Mean Squared Fluctuation (RMSF) of the Peptides in Bound Complex
(g) (h) Figure S7 . RMSF of the residue in the top four lowest energy configurations of (a,b) hexamer (SNLHPK), (c,d) octamer (CSIVEDGK), (e,f) NFO4 (VYMNRKYYKCCK) when bound to (a,c,e,g) OTA and (b,d,f,h) OTB. RDF represents the density of water as a function of the distance from the complex's center of mass (COM). The estimates are based on the mean of 50 frames of the respective models. 
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